(All were calculated at the CAS(6,6)/6-311G(d) (geometry) and MP2-CAS-(6,6)/6-311++G(3df,3pd)//CAS(6,6)/6-311G(d) (energy) levels of theory)
(1) Si-Rea-S 0
-----------------------------------------------------------------------------------------------------------------

Atomic
Coordinates (Angstroms) 
--------------------------------------------------------------------------------------------------------------
.170170 --------------------------------------------------------------------------------------------------------
MP2-CAS-(6,6)/6-311++G(3df,3pd)//CAS(6,6)/6-311G(d) = -2902.740922
MP2-CAS-(6,6)/6-311++G(3df,3pd)//CAS(6,6)/6-311G(d) = -2902.632916
MP2-CAS-(6,6)/6-311++G(3df,3pd)//CAS(6,6)/6-311G(d) = -2902.591714 
MP2-CAS-(6,6)/6-311++G(3df,3pd)//CAS(6,6)/6-311G(d) = -2902.687391 
-----------------------------------------------------------------------------------------------------------
----------------------------------------------------------------------------------------------------
MP2-CAS-(6,6)/6-311++G(3df,3pd)//CAS(6,6)/6-311G(d) = -1897.453892
CAS-MP2(6,6)/6-311++G(3df,3pd)//CAS(6,6)/6-311G(d) = -1897.267792
(9) C-FC-T 1 CAS-MP2(6,6)/6-311++G(3df,3pd)//CAS(6,6)/6-311G(d) = -1897.259792 
CAS-MP2(6,6)/6-311++G(3df,3pd)//CAS(6,6)/6-311G(d) = -1897.387805 S-13 
CAS-MP2(6,6)/6-311++G(3df,3pd)//CAS(6,6)/6-311G(d) = -1897.437639 
---------------------------------------------------------------------------------------
CAS-MP2(6,6)/6-311++G(3df,3pd)//CAS(6,6)/6-311G(d) = -1897.413472
S-16
